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In this research, we have developed a parallel method for solving interior generalized 
eigenvalue problems that appear in large-scale simulations in next generation computing 
environment. The software package is implemented based on the developed method, and the 
performance of the software is improved with application for several problems.  
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 EGFR (Epidermal Growth Factor Receptor) 
dimmer 17,246 原子の分子軌道計算で現れる
一般化固有値問題に適用した．ここで基底関
数は 6-31G で，行列は 96,234 次元，非零要
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